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pKa Development Report for CS279
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS279
	C10H9FN2O3
	224.2
	pKa1
	2.75
	2.69
	2.72
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.67
	8.56
	8.62
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Stored: S1516154.sfs

Sample weight: 0.59 mg

Acquisition time: 0.4 hrs
19 points: pH 3.2 => pH 10.1
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMSO
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CS279_Replicate-1_Third titration:

Stored: S1516161.sfs

Sample weight: 0.59 mg

Acquisition time: 0.4 hrs
19 points: pH 3.4 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 42.0wt% DMSO
CS279_Replicate-1_Factored concentrations

0.42 mM X 62.0wt% S1516151-1
0.80 mM X 44.0wt% S1516154-1
0.74 mM X 42.0wt% S1516161-1
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CS279_Replicate-2_First titration: 
Stored: S1516164.sfs

Sample weight: 0.59 mg

Acquisition time: 0.8 hrs
18 points: pH 3.2 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 62.0wt% DMSO
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CS279_Replicate-2_Second titration:

Stored: S1516175.sfs

Sample weight: 0.59 mg                      
Acquisition time: 0.5 hrs
18 points: pH 3.3 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMS0
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CS279_Replicate-2_ Third titration:

Stored: S1516181.sfs

Sample weight: 0.59 mg

Acquisition time: 0.4 hrs
17 points: pH 3.4 => pH 10.2
Selected: pH 3.5 => pH 10.0
Cosolvent: 42.0wt% DMSO
CS279_Replicate-2_Factored concentrations

0.41 mM X 62.0wt% S1516164-1
0.42 mM X 54.0wt% S1516175-1
0.54 mM X 42.0wt% S1516181-1
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S1516154
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S1516161
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S1516164
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S1516175
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S1516181
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Figure 1. LC/MS chromatogram of CS279 after titration



































































































































































MS of CS-279











CS-279


(Purity ≈ 70%)
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